Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.039; wR factor = 0.106; data-to-parameter ratio = 13.0. organic compounds o396 Osyanin et al.
In the title molecule, C 19 H 22 N 2 O, the imidazole and benzene rings form a dihedral angle of 84.53 (5) . In the crystal, classical intermolecular O-HÁ Á ÁN hydrogen bonds pair the molecules into centrosymmetric dimers, and C-HÁ Á Á interactions further link these dimers into columns propagated in [100] .
Related literature
For the role of o-quinone methides in the biological action of several antibiotics such as mitomycin and anthracyclines, see: Rokita (2009) . For the reaction mechanism, see: Van De Water & Pettus (2002 
Data collection
Oxford Diffraction Xcalibur Atlas Gemini ultra diffractometer Absorption correction: analytical [CrysAlis PRO RED (Oxford Diffraction, 2010) ; based on expressions derived by Clark & Reid (1995) ] T min = 0.819, T max = 0.944 6557 measured reflections 2600 independent reflections 2300 reflections with I > 2(I) R int = 0.024 Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.106 S = 1.05 2600 reflections 200 parameters H-atom parameters constrained Á max = 0.28 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg is the centroid of the C11-C16 ring. Symmetry codes: (i) Àx þ 1; Ày; Àz þ 1; (ii) Àx þ 2; Ày; Àz þ 1.
D-HÁ
Data collection: CrysAlis PRO CCD (Oxford Diffraction, 2010); cell refinement: CrysAlis PRO CCD; data reduction: CrysAlis PRO RED (Oxford Diffraction, 2010); program(s) used to solve structure: OLEX2 (Dolomanov et al., 2009); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: OLEX2. In I (Fig. 1 ), benzene ring is essential planar and hydroxy O deviates at 0.0171 (18) Å) from its mean plane. The benzene and imidazole rings form dihedral angle 84.53 (5)°.
2-
In the crystal structure, intermolecular O-H···N hydrogen bonds (Table 1) pair the molecules into centrosymmetric dimers, and C-H···π interactions (Table 1) A solution of 2-(2-hydroxyphenyl)-2-adamantanol (1 g, 4.1 mmol) and imidazole (1 g, 14.7 mmol) in DMF (10 ml) was refluxed for 2 h. After completion of the reaction, the mixture was cooled to room temperature, poured into 30 ml of cold water to yield a solid product, which was filtered, washed with water, and dried. Recrystallization of the crude product from ethanol gave 0.89 g of colourless crystals. Yield 74%, mp 524-525 K. IR, ν, cm -1 : 3200-2400 (OH), 2920, 2858 (CHAd), 1597, 1493, 1450, 1404, 1296, 1250, 1234, 1219, 1204, 1111, 1095, 1072, 752, 663 (7) 0.0096 (6) −0.0018 (5) 0.0004 (5) −0.0043 (5) C2 0.0111 (6) 0.0135 (7) 0.0136 (7) −0.0021 (5) −0.0007 (5) −0.0056 (5) C3 0.0162 (7) 0.0144 (6) 0.0124 (7) −0.0028 (5) −0.0013 (5) −0.0059 (5) C4 0.0174 (7) 0.0160 (7) 0.0140 (6) −0.0030 (5) 0.0023 (5) −0.0072 (5) C5 0.0128 (6) 0.0142 (7) 0.0161 (7) −0.0016 (5) 0.0024 (5) −0.0060 (5) C6 0.0110 (6) 0.0125 (7) 0.0146 (7) −0.0006 (5) −0.0008 (5) −0.0053 (5) C7 0.0138 (6) 0.0135 (7) 0.0164 (7) −0.0002 (5) −0.0011 (5) −0.0042 (5) C8 0.0179 (7) 0.0112 (6) 0.0191 (7) −0.0017 (5) −0.0007 (5) −0.0051 (5) C9 0.0186 (7) 0.0163 (7) 0.0207 (7) −0.0015 (5) 0.0010 (6) −0.0104 (6) C10 0.0173 (7) 0.0150 (7) 0.0153 (7) −0.0055 (5) 0.0003 (5) −0.0058 (5) C11 0.0125 (6) 0.0136 (7) 0.0090 (6) −0.0013 (5) 0.0022 (5) −0.0053 (5) C12 0.0142 (6) 0.0156 (7) 0.0126 (6) −0.0024 (5) 0.0004 (5) −0.0067 (5) C13 0.0163 (7) 0.0164 (7) 0.0134 (6) 0.0023 (5) −0.0021 (5) −0.0050 (5) C14 0.0244 (7) 0.0114 (6) 0.0134 (6) −0.0017 (5) 0.0011 (5) −0.0043 (5) C15 0.0193 (7) 0.0161 (7) 0.0137 (6) −0.0063 (5) 0.0026 (5) −0.0071 (5) supplementary materials sup-5 C16 0.0135 (6) 0.0162 (7) 0.0097 (6) −0.0018 (5) 0.0020 (5) −0.0059 (5) O16 0.0148 (5) 0.0157 (5) 0.0185 (5) −0.0033 (4) −0.0032 (4) −0.0076 (4) N17 0.0130 (6) 0.0138 (6) 0.0102 (5) −0.0021 (4) −0.0005 (4) −0.0042 (4) C18 0.0148 (6) 0.0144 (7) 0.0139 (7) −0.0027 (5) −0.0019 (5) −0.0043 (5) N19 0.0179 (6) 0.0146 (6) 0.0137 (6) −0.0024 (5) −0.0009 (5) −0.0050 (4) C20 0.0154 (7) 0.0172 (7) 0.0149 (7) −0.0028 (5) 0.0020 (5) −0.0060 (5) C21 0.0122 (6) 0.0192 (7) 0.0151 (7) −0.0033 (5) 0.0012 (5) −0.0075 (5) Geometric parameters (Å, °) 
Hydrogen-bond geometry (Å, °)
Cg is the centroid of the C11-C16 ring. 
